Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.003 Å; R factor = 0.036; wR factor = 0.090; data-to-parameter ratio = 11.5.
The asymmetric unit of the title compound, C 7 H 6 O 5 Á-0.25H 2 O, contains two molecules of 2,3,4-trihydroxybenzoic acid, with similar conformations, and one water molecule which lies on a twofold rotation axis. Both acid molecules are essentially planar [maximum r.m.s deviations = 0.0324 (2) and 0.0542 (3) Å for the two acid molecules]. The molecular conformations are stabilized by intramolecular O(phenol)-HÁ Á ÁO(carboxyl/phenol) interactions. A cyclic intermolecular association is formed between the two acid and one water molecule [graph set R 3 3 (12)] involving O-HÁ Á ÁO hydrogen bonds. The two acid molecules are further linked through a cyclic R 2 2 (8) carboxylic acid hydrogen-bonding association, which together with intermolecular O-HÁ Á ÁO hydrogenbonding interactions involving the phenol groups and the water molecule, and weak -interactions [minimum ring centroid separation = 3.731 (3) Å ], give a three-dimensional network.
Related literature
For the natural distribution of 2,3,4-trihydroxybenzoic acid, see: Zhai et al. (2010) ; Xu & Chang (2010) . For its antioxidant and antibacterial activities, see: Kodama et al. (2007) ; Friedman et al. (2003) . For the inhibition of xanthine oxidase, see . For the crystal structure of the dihydrate pseudopolymorph, see : Prior & Sharp (2010) . For -interactions in gallic acid pyridine monosolvate and in natural flavonoids, see : Dong et al. (2011); Jiang et al. (2009 Jiang et al. ( , 2002 . For graph-set analysis, see : Etter et al. (1990) ; Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: SMART (Bruker, 1998 ); cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP (Siemens, 1998) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008 (Zhai et al., 2010) and the lentil (Xu & Chang, 2010) . It has been found to show antioxidant (Kodama et al., 2007) and antibacterial activities (Friedman et al., 2003) and also to inhibit the xanthine oxidase enzyme . This compound contains two of the most common functional groups in natural products: the carboxylic acid and the phenolic groups. The dihydrate pseudopolymorph of the acid with a space group P-1 has previusly been reported (Prior & Sharp, 2010) . In this study, we report the structure of the second pseudopolymorph, the partial hydrate C 7 H 6 O 5 . 0.25H 2 O.
The asymmetric unit of the title compound contains two molecules of 2,3,4-trihydroxybenzoic acid [ (1) and (2)] with similar conformations, and one water molecule of solvation which lies on a crystallographic twofold rotation axis ( (Table 1) .
The water molecule and the acid molecules are linked through O-H···O hydrogen bonds (Table 1) with both acting as donors and acceptors, giving a cyclic association [graph set R 3 3 (12) (Etter et al., 1990; Bernstein et al., 1995) ]. The 2,3,4-trihydroxybenzoic acid molecules form head-to-head pairs through intermolecular hydrogen bonds [graph set R 2 2 (8). The molecular pairs are further extended into chains through hydrogen bond O2-H···O2′ i , while adjacent chains are connected via hydrogen bond O3-H···O3′ ii into a three-dimensional network (Fig. 2) [for symmetry codes (i) and (ii), see Table 1 ]. It is noteworthy that aromatic π-π associations also play an important role in the molecular packing. Adjacent 2,3,4-trihydroxybenzoic acid molecules form stacks which extend down the c-axis giving weak π-π interactions [minimum ring centroid separation, 3.731 (3) Å], which is larger than that in the dihydrate form of the acid (Prior & Sharp, 2010) and in gallic acid pyridine monosolvate (Dong et al., 2011) , but comparable with those in natural flavonoids (Jiang et al., 2002 (Jiang et al., , 2009 ).
2,3,4-Trihydroxybenzoic acid (purity >98%) was purchased from the Sigma-Aldrich Company. Sample of 34 mg (0.2 mmol) was dissolved in methanol (1.5 ml) in a tube (4 ml) and sealed by parafilm. Light brown crystals were formed after three days at room temperature.
Refinement
The C-bound H atoms were positioned geometrically and were included in the refinement in the riding-model approximation, with C-H = 0.96 Å (methyl C) and U iso (H) = 1.5U eq (C); 0.97 Å (methylene C) and U iso (H) = 1.2U eq (C); 0.93 Å (aryl H) and U iso (H)= 1.2U eq (C); O-H = 0.82 Å and U iso (H) = 1.5U eq (O). 
Computing details
Data collection: SMART (Bruker, 1998 ); cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT (Bruker, 1998);  program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP (Siemens, 1998) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) .
Figure 1
An ORTEP plot of the asymmetric unit of the title compound with atoms shown as 30% probability ellipsoids. Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Symmetry codes: (i) x, y, z+1; (ii) −x+1, −y, z+1; (iii) x+1/2, −y+1/2, −z−1; (iv) x−1/2, −y+1/2, −z−1.
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